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The experimental and calculated results of compressibility β x , β y , β z and β V as a function of pressure from 0 to 10 GPa. The errors are given in the parentheses. 6. Figure S3 . 10. Figure S6 . The comparison between the experimental XRD pattern and those simulated from the ε-BIBO in Ref. 4 [a] and in this work [b] . The red lines represent the experimental XRD patterns, and the black lines represent the simulated data. The difference between experimental and simulated XRD patterns is shown by the grey lines. The R wp , R p , χ 2 and R B are 7.10%, 5.33%, 1.09, 3.00% for the former case, and 7.44%, 5.32%, 1.14, 3.33% for the latter case. This indicates that there is no sufficient sensitivity in the data to discriminate the two structures. In fact, since the data resolution is not very good, it is difficult to accurately determine the structures using the Rietveld refinement.
